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Cation placement
Two cations were placed at SI, two at SI', nine at SII, and one at SIII in line with ref 1 . The SII site is almost always fully occupied 2, 3 . The SII/(SI+SI') ratio was 1.47 for a Rb-exchanged NaY zeolite with Si/Al = 2.7 ratio 4 . These considerations lead to a site occupancy of SII = 9, SI = 3 and SI' = 2.
Although SIII is claimed to be scarcely occupied for relatively low alkali-exchanged faujasites, we decided to still occupy one SIII site. 3 The NaY and NaFAU periodic cells were relaxed after which the same cell parameters were used for all of the other structures. No subsequent cell relaxation was performed upon changing the cation.
The energies of the low-silica model differ by only 18.8 and 31.8 kJ/mol when comparing Na and Rb-exchanged zeolites to their non-relaxed counterparts respectively. Optimized cell parameters varied with less than 1.52%. Based on these small variations and on the fact that the pathways are referenced against the bare zeolite, the trends presented here should not be affected. See also figure S1 for more geometries and adsorption energies in addition to those reported in the table. Figure S1 . Different adsorption modes of FDCA probed on different NaFAU and Na or RbY models.
